Molecules containing the benzoxazole moiety constitute a large family of heterocycles offering a range of biological and pharmacological activities, 1 such as anti-tumoral, anticancer, antiviral, or antimicrobian properties. 2, 3 They also lead to industrial applications in the fields of textiles, dyes and pigments. 4, 5 Benzoxazoles offer a versatile reactivity, and can be used as starting materials in heterocyclic compound synthesis, especially those containing an activated methylene group that can take part in condensation reactions. 6 In this article we report on the crystal structure of a bezoxazole derivative compound.
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Crystals of the title compound suitable for single-crystal X-ray diffraction were prepared by the Knovenegel reaction: 0.172 g (1.00 mmol) of 6-methyl-2-benzoxazoleacetonitrile was dissolved in a prepared solution obtained by dissolving 0.069 g (0.50 mmol) of K2CO3 in 10 mL of distilled water. To the total clear solution previously obtained, 1.00 mmol of benzaldehyde was added.
The reaction mixture was stirred at room temperature for 5 min, during which time yellow crystals appeared. The crystalline product was filtered, washed with ethanol, dried and recrystallized in absolute ethanol. The crystals were filtrated and dried under a vacuum to give suitable crystals for an X-ray investigation of the derivative benzoxazole ( Fig. 1) in 85% yields.
A single crystal of the title compound was selected under an optical microscope. A block cut out of a crystal of approximate size (0.32 ¥ 0.22 ¥ 0.15) mm 3 was used for diffraction data on a Bruker APEX-II area-detector diffractometer with graphite monochromatized Mo Ka radiation (l = 0.71073 Å). A total of 15413 reflexions were measured in the range of 2.5 < q < 33.2˚.
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Mohamed BELHOUCHET,* † Chiraz YOUSSEF,** Hamed BEN AMMAR,** Ridha BEN SALEM,** and Tahar MHIRI* The block was a single crystal. The crystallographic data and details on the refinements of the title compound are summarized in Table 1 . The structure was solved by direct methods using the program SHELXS-97 and refined with a full-matrix leastsquares technique using the program SHELXL-97. The positions of all remaining non-H atoms were obtained from successive Fourier syntheses. All hydrogen atoms were geometrically fixed using the instructions of SHELXL-97 "HFIX 43" and "HFIX 33", respectively, for the H-atoms of aromatic rings and H-atoms of the methyl groups. The final cycles of the full-matrix least-squares refinement included anisotropic temperature factors for all of the non-hydrogen atoms, which led to satisfactory convergence with R1 = 0.052, wR2 = 0.142 for 2755 observed reflections (I > 2s(I) and 181 refined parameters).
A view of the asymmetric unit of the structure drawing with 50% probability thermal ellipsoids is depicted in Fig. 2 . The crystal structure of the synthesized compound, named (E)-2-(6-methylbenzoxazol-2-yl)-3-phenylacrylonitrile (abbreviated MBPA), is composed of parallel organic layers to the [101] direction. A projection of the structure along the b axis is given in Fig. 3 , which shows the 0D periodic arrangement of organic entities. As shown in Fig. 2 , the asymmetric unit shows the presence of three rings. All of these rings have a good coplanarity, and they form conjugated planes with average deviations of 0.0044 Å, 0.0020 Å and 0.0062 Å, respectively, for R1, R2 and R3. R1 and R2 are fused to lie in the same plane, whereas the dihedral angle between R1 and R3 is close to 19.4(1)˚. 7 The bond length, N1-C8 [1.2919(15)Å], is shorter than the value of N1-C2 [1.4025(19)Å], which proves that only the first value corresponds to a C=N double-bond length, indicating that the nitrogen atom, N1, is probably in a sp 2 hybridization. Also, the bond length of O1-C8 [1.3675(14)Å] is slightly shorter than the value of O1-C3 [1.3958(14)Å]. Furthermore, the bond lengths of C10-N2 [1.1307(16)Å] is considerably shorter than values corresponding to bond length of C2-N1 and C8-N1, indicating that C10-N2 is a C∫N triple bond (Table 2 ). This is also proved by the value of the C9-C10-N2 angle (177.97(15)˚).
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CCDC 779846 contains supplementary crystallographic data for this paper. This data can be obtained free of charge via ttp:// www.ccdc.cam.ac.uk/conts/retrieving.html, or from the Cambridge Crystallographic Data centre, 12 Union Rood, Cambridge CB2 1EZ, UK (Fax: (international) +44 1223/336 033; e-mail: deposit@ccdc.cam.ac.uk). Table 2 Main interatomic distances (Å) and angles (˚) of MBPA Fig. 2 Asymmetric unit of MBPA, with atom labels and 50% probability displacement ellipsoids for non-H atoms. 
